acetate (30 mL). After the solvent was evaporated, the residue was dissolved in acetone (50 mL), then KPF 6 (2.76 g, 15 mmol) was added and reacted for 3 h. After the precipitate was ltrated, the organic solvent was evaporated and a white powder was obtained (2.7 g, yield 71%). Single crystals suitable for X-ray di raction were obtained by crystallization from methanol.
Discussion
Since the isolation of the thermally stable, free N-heterocyclic carbenes (NHCs) by Arduengo et al. in 1991, metal complexes based on NHCs have been extensively reported for their intriguing structures and numerous applications in catalysis, Wang et al.: C 16 H 16 F 6 N 3 P Table 3 : Atomic displacement parameters (Å 2 ).
Atom Site
medicine, and materials chemistry [1] [2] [3] . It has been known that imidazolium salt precursors are suitable for the synthesis of NHCs complexes [4] . So we focus on new imidazolium salts with di erent substituents that can provide metal complexes with interesting properties. The asymmetric unit of the title compound consists of one 1-benzyl-3-(4-methylpyridin-2-yl)-1H-imidazol-3-ium cation and one PF 6 − anion. In the cation, the dihedral angles between the benzene ring (C1-C6), the imidazolium ring (C8-C10/N1/N2), and the pyridine ring (C11-C15/N3) are 71.71(4)°, 20.48(3)°, and 66.76(3)°, respectively. The bond of C11-N2 (1.433(4) Å) is slightly shorter than a single C-N bond, indicating a small double bond character. In the imidazolium group, the bonding pattern presents two short C-N bonds (C10-N1 = 1.316(4) Å, C10-N2 = 1.332(3) Å), one short C-C bond (C8-C9 = 1.332(5) Å), and two longer C-N bonds (C8-N1 = 1.371(4) Å, C9-N2 = 1.376(4) Å).
Experimental details
The hydrogen atoms were assigned with common isotropic displacement factors U iso (H) = 1.2 times Ueq(C, aromatic ring), U iso (H) = 1.2 times Ueq(C, methylene) and U iso (H) = 1.5 times Ueq(C, methyl). The nal re nement was executed using geometrical restraints, with C-H = 0.93 Å (aromatic ring), C-H = 0.96 Å (methyl), and C-H = 0.97 Å (methylene).
